Functional mimics of mononuclear non-heme iron proteins such as lipoxygenase, isopenicillin N synthase, and phenylalanine hydroxylase have attracted much attention from the chemical and biochemical communities, and several mononuclear iron model complexes have been developed. 1 We have also studied a family of the non-heme iron catalyst, represented by [(bpb)FeCl2], where H2bpb is 1,2-bis(2-pyridinecarboxamide)benzene.
Functional mimics of mononuclear non-heme iron proteins such as lipoxygenase, isopenicillin N synthase, and phenylalanine hydroxylase have attracted much attention from the chemical and biochemical communities, and several mononuclear iron model complexes have been developed. 1 We have also studied a family of the non-heme iron catalyst, represented by [(bpb)FeCl2], where H2bpb is 1,2-bis(2-pyridinecarboxamide)benzene. 2, 3 In order to further develop functional models for mononuclear non-heme iron oxygenases, we have synthesized a new N4-type tetradentate ligand and obtained its crystal. We report here on the crystal structure of the 1,2-bis(2-pyrazinecarboxamido)-4,5-dimethylbenzene (H2Me2bpzb).
All chemicals used were of analytical reagent grade, and were used directly without further purification. To prepare the 1,2-bis(2-pyrazinecarboxamido)-4,5-dimethylbenzene (H2Me2bpzb), a modificd method by Lee et al. 3 was used. To a stirred solution of 2-pyrazinecarboxylic acid (1.24 g, 10 mmol) in pyridine (10 mL), a solution of 4,5-dimethyl-1,2-phenylenediamine (0.68 g, 5 mmol) in pyridine (5 mL) was added dropwisely. The solution was stirred for 15 min and triphenyl phosphite (2.62 mL, 10 mmol) was slowly added. The reaction mixture was warmed up to 100˚C, and the mixture was stirred for 2 h. The volume of the solution was then reduced to 2 mL and kept in air. Crystallization from ethanol afforded a pale-yellow powder, which was washed with ethanol. Pale-yellow crystals were prepared from a pyridine-diethyl ether solution at room temperature by slow evaporation for an X-ray experiment. The Table 1 Crystal data and experimental data Formula: C18H16N6O2 Formula weight: 348. diffraction data were collected on a Nonius Kappa-CCD diffractometer using Mo Kα (λ = 0.71073 Å). 4 The CCD data were integrated and scaled using the DENZO-SMN software package, 5 and the structure was solved and refined using SHEXTL/PC V5.1. 6 All non-hydrogen atoms were refined anisotropically, and all hydrogen atoms were located at the calculated positions. The crystal and experimental data are given in Table 1 . The atomic coordinates for non-hydrogen atoms are listed in Table 2 , and the bond distances and angles are listed in Table 3 . The molecular structure was drawn with the Ortep-3 of Windows. 6 The chemical diagram is shown in Fig. 1 and the structure is shown in Fig. 2(a) . The asymmetric unit contains half of the molecule in monoclinic space group C2/c with Z = 4. The whole molecule can be generated by the operation (-x, y, -z + 0.5). The C-O bond distance is 1.2233(14)Å. The molecule is not planar with C7-C6-N3-C5, C5-N3-C6-C6#1, C6-N3-C5-C4 and N3-C5-C4-N1 torsion angles of -32.93(19)˚, 149.06(14)˚, -172.91(11)˚, and 5.64(15)˚, respectively.
There are intramolecular H-bonds between the hydrogen atoms of the amide groups and pyrazine nitrogen atoms (N3-H(3B)·N1 2.664(1)Å), and there are intermolecular H-bonds between the hydrogen atoms of the amide groups and pyrazine nitrogen atoms of the neighbor molecule (N3-H(3B)·N2(x, -y, z + 1/2) 3.2590(15)Å) with an N3-H(3B)·N2 angle of 140.4˚, as shown in Fig. 2(b) . Table 3 
